C40H48C112N4O14, triclinic, PI (no. 2), a = 9.307(2) Â, b = 10.092(2) Â, c = 11.587(2) Á,a = 73.34(3)°, β = 76.32(3)°, γ = 82.69(3)°, V= 1010.9 Â 3 , Ζ = 1, RgJF) = 0.035, wRretfF 2 ) = 0.137,7 = 293 Κ.
) = 0.137,7 = 293 Κ.
Source of material
Dropwise addition of 1.0 ml of Na2COî (1M solution) to a aqueous solution of CuCh · 2H2O (0.170 g, 1.0 mmol) in 5.0 ml of H2O gave a blue precipitate, which was separated by centrifugation and washed with water until no CI anions were detectable in the supernatant. The collected blue precipitate was transferred to a mixture solution of ethanol and water (1:1 v/v, 10 ml), to which 1,10-phenanthroline (phen, 0.198 g, 1.00 mmol) and phenyl-acetic acid (0.136 g, 1.00 mmol) were added successively. The resulting blue solution (pH = 7.82) was allowed to stand at room temperature. Blue block-like crystals were grown by slow evaporation for over 7 days.
Discussion
The crystal structure of the title compound is composed of a dinuclear cation [Cu(Ci2HgN2)(0H)(H20)]2 2+ , an anion (C 8 H 7 02)2 2 "and six lattice water molecules. The local coordination of copper(n) ion is tetragonal pyramidal. Two nitrogen atoms of phen and two hydroxyl oxygen atoms are located in the equatorial plane of the tetragonal pyramid with d(Cu-Nl) = 2.011 Â, d{Cu-N2) = 2.032 Â, rf(Cu-02) = 1.940 Â, ¿(Cu-02A) (-jt+l-y-z) = 1.959 Â, and an aqua oxygen Ol occupies the axial position with <f(Cu-Ol) = 2.402 Â which is longer than literature reported 2.265 Â [1] . Elongation is due to the Jahn-Teller effect. According to Addison's definition [2] , the r index about the central Cu atom is 0.213, suggesting that the square pyramidal coordination geometry is slightly distorted with the Cu atom deviated from the basal plane by 0.200(3) Â towards the apical Ol atom. Within each complex cation, both phenanthroline ligands exhibit nearly perfect planari ty and constitute an orthogonal system with the coordinating carboxylate group of the phenylacetate anion. The complex cation displays a similar configuration to the observed in a succinato complex [Cu(phen>2(C4H404) ] [3] and all the bonding parameters are normal [4] , Surprisedly, a different crystal structure of [Cu(phen)2(C8H702)](C8H702) · 6H2O was reported by us, which grown in same experimental condition [5] . Different [Cu(Ci2HeN2)(0H)(H20)]2 2+ units indicate significant π-π stacking interactions making a contribution to formation of two-dimensional layers with the interplanner distance of neighboring aromatic rings is 3.17 Â. In the phenylacetate anion, two oxygen atoms are in a common plane and six carbon atoms reside in the other plane, the dihedral angle between the being 26.5°. Through extensive hydrogen bonds between the carboxylate oxygen atoms of free phenyl-acetate, μι-ΟΆ-, guest and coordination water molecules, along with π-π stacking interactions, title compound exhibits a three-dimensional supramolecular framework. SHELXS-97 [6] , SHELXL-97 [7] , ORTEP [8] 
